Supporting information Section
Expression, Purification, and Crystallization of pd-Toho-1 E166A/R274N/R276N
The perdeuterated enzyme was purified and crystallized as described previously. Briefly, using an Escherichia coli-based expression system, the pd-Toho-1 E166A/R274N/R276N was expressed to a high yield in a fully deuterated minimal medium using a fed-batch fermentation protocol. Large crystals for neutron diffraction, along with smaller crystals suitable for X-ray diffraction, were grown at 20 °C via the batch crystallization method using 300 μl of a 10 mg/ml protein concentration in a solution containing 2.0 M ammonium sulfate and 0.1 M sodium citrate (pH 6.1) prepared in D2O. For ligand soaking crystals were placed for 2-3 h in a reservoir solution 
